Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.046; wR factor = 0.114; data-to-parameter ratio = 15.1.
In the title compound, C 30 H 23 ClN 6 OS, the benzyl, the 3chloroanilino, the phenyl and the anilino groups form dihedral angles of 85.95 (6), 29.63 (7), 28.55 (1) and 87.48 (6) , respectively, with the pyrazolo [3,4-d] pyrimidine unit [maximum deviation = 0.052 (2) Å ]. An intramolecular N-HÁ Á ÁN hydrogen bond occurs. The crystal structure features N-HÁ Á ÁO hydrogen bonds.
Related literature
For similar compounds, see: Wang et al. (2004 Wang et al. ( , 2008 . For their applications, see: Bendich et al. (1954) ; Ballell et al. (2007) ; Holla et al. (2006) . For standard bond lengths, see: Allen et al. (1987) .
Experimental
Crystal data C 30 H 23 ClN 6 OS M r = 551.05 Triclinic, P1 a = 10.881 (5) Å b = 10.948 (4) Å c = 12.496 (5) Å = 103.824 (7) = 109.725 (7) = 93.377 (7) V = 1344.7 (9) Å 3 Z = 2 Mo K radiation = 0.26 mm À1 T = 293 K 0.42 Â 0.40 Â 0.36 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker 2000) T min = 0.771, T max = 1.000 7799 measured reflections 5440 independent reflections 3418 reflections with I > 2(I) R int = 0.022 Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.114 S = 1.01 5440 reflections 360 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.40 e Å À3 Á min = À0.40 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 2; Ày þ 1; Àz.
Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL and Mercury (Macrae et al., 2008) .
We gratefully acknowledge the service provided by the X-ray facility at the Department of Chemistry and Chemical Engineering, Hengyang Normal University. Financial support of this work by the National Science Foundation (No. 11175080) and by the Natural Science Fund of Hunan Province (No. 10 J J6025) is gratefully acknowledged. Fig.1 , the N1=C1 and N3=C4 bonds are 1.318 (3) and 1.304 (3) Å, respectively, slightly shorter than the normal C=N bond (1.329 and 1.336 Å; Allen et al., 1987) but close to 1.314 (3) and 1.302 (3) Å in our previous report (Wang et al., 2004) , and the C2=C3 distance is 1.388 (3) Å, longer than the typical C=C(1.384 Å; Allen et al., 1987) . In the molecule, the N-C bonds are remarkably shorter than the normal N-C single bond(1.469 Å) and longer than the C=N double bond.
The packing was stabilized by the intermolecular N-H···O hydrogen bond.
Experimental
To a solution of iminophosphorane (2 mmol) in dry dichloromethane (20 ml) aryl isocyanate(2 mmol) was added under nitrogen atmosphere at room temperature. After the reaction mixture was stirred for 1.5 h, 0.231 g (2.0 mmol) m-chlorophenyl isocyanate was added, and the resulting mixture was stirred for an additional 30 min. Then the solvent was removed under reduced pressure, and 25 ml anhydrous ethanol and 1.5 ml of sodium ethoxide (3 mol/L) in ethanol were added to the mixture. After 3 h of stirring at room temperature, the solution was concentrated under reduced pressure and successively cooled. The crude product was collected by filtration. After recrystallization from DMF/petroleum ether or column chromatography on silica gel, white crystals were obtained.
Refinement
H atoms were included in their idealized positions, with C-H = 0.96 Å, and refined using a riding model with U iso (H) = 1.2 U eq (C) for other H atoms.
Computing details
Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT (Bruker, 2000) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and Mercury (Macrae et al., 2008) .
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Figure 1
View of the title compound, with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level.
Figure 2
Hydrogen bonding pattern found in the title compound supplementary materials sup-3 Acta Cryst. (2012). E68, o2895 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
5-Anilino-3-benzylsulfanyl-6-(3-chloroanilino)-1-phenyl-1H-pyrazolo[3,4-d]pyrimidin-4(5H)-one
R int = 0.022 θ max = 26.4°, θ min = 1.9°h = −13→9 k = −13→13 l = −9→15 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.58922 (10) −0.29645 (7) −0.00499 (9) 0.0950 (3) S1 0.84719 (7) 0.64314 (5) 
